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Experimental 

Crystal data 

[Zn(C 14 H 12 0 6 )(C 12 H 8 N 2 )] 

M, = 521.81 

Monoclinic, C2/c 

a = 21.428 (10) A 

b = 9.458 (4) A 

c = 12.897 (6) A 

P = 118.462 (5)° 

Data collection 

Bruker PA diffractometer 
Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
T*&, = 0.768, r miix = 0.792 
8294 measured reflections 



Refinement 

R[F 2 > 2a(F 2 )] = 0.029 

wR(F 2 ) = 0.078 

S = 1.04 

2546 reflections 



V = 2297.9 (18) A 3 
Z = 4 

Mo Ka radiation 
ii = 1.12 mm~' 
T = 293 K 

0.25 x 0.23 x 0.22 mm 



2546 independent reflections 
2325 reflections with / > 2a(I) 
Run = 0.028 
Standard reflections: 0 



159 parameters 

H-atom parameters constrained 
A/w = 0.32 e A~ 3 
Apmh> = -0.34 e A~ 3 



The title compound, [Zn(C 14 H 1 20 6 )(C 1 2H g N 2 )]„, is a coordi- 
nation polymer forming one-dimensional infinite zigzag chains 
along [101] by interconnection of Zn 11 atoms by 2,5-bis(allyl- 
oxy)terephthalate anions via the carboxylate groups. The Zn 11 
atom is located on a twofold axis and is in a distorted 
tetrahedral coordination formed by the two carboxylate O 
atoms [Zn— O = 1.9647 (12) A] and two phenanthroline N 
atoms [Zn-N = 2.0949 (14) A]. 

Related literature 

Some other low-dimensional Zn 11 complexes based on 
different organic carboxylic acids are described by Zhou et al. 
(2009). For the preparation of 2,5-bis(allyloxy)terephthalic 
acid, see: Kenichiro et al. (1998). 




Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT- 
Plus (Bruker, 2007); data reduction: SAINT-Plus; program(s) used to 
solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to 
refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 
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ZR2009BM038), the Chinese Postdoctoral Science Founda- 
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Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: VN2012). 
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Poly[[(l,10-phenanthroline-A J 7V^V)zinc]-i«-2,5-bis(allyloxy)terephthalato-/c 2 O 1 :O 4 \] 
R. Hu, Y. Hu and Q. Zhu 

Experimental 

2,5-Bis(allyloxy)terephthalic acid was prepared according to the literature (Kenichiro et ah, 1998). Other chemicals 
were used as purchased. Zn(N03)26(H20) (8.9 mg, 0.03 mmol), 1,10-phenanthroline (1.98 mg, 0.01 mmol) and 2 ,5- 
bis(allyloxy)terephthalic acid (2.48 mg, 0.01 mmol) were added to the 1 5 ml N, A'-dimethylacetamide. After stirring at room 
temperature for 1 h, the solution was kept at 140 °C for 3 days. Crystallization yielded pink crystals suitable for X-ray 
diffraction analysis (yield 2.25 mg, 39%). 



The methylene H atoms were placed in calculated positions with a C — H bond distance of 0.97 A of the carrier atom, and 
the other C — H distance were placed at 0.93 A. J7i S0 (H) was set at 1.2(7 e q of the carrier atom. Two reflections have been 
omitted from the refinement as they were most probably partially affected by the beamstop. 



Refinement 



Figures 




Fig. 1 . Atom numbering scheme for the title compound with displacement ellipsoids shown at 
the 30% probability level, [symmetry codes: A, 2 -x, y, 1.5 - z; B, 1.5 - x, 0.5 - y,\ - z; C, 1/2 
+ x, 0.5 -y, 1/2 +z] 



Poly[[(1,10-phenanthroline-K 2 N,N')zinc]-u-2,5- bis(allvloxy)terephthalato-K 2 0 1 :0 4 ] 



Crystal data 



[Zn(C 14 H 12 0 6 )(C 12 H8N 2 )] 



F(000) = 1072 

D x = 1.508 MgnT 3 

Mo Ka radiation, X = 0.71073 A 

Cell parameters from 80 reflections 

9 = 2.4-27.2° 



M r = 521.81 



Monoclinic, C2/c 
Hall symbol: -C 2yc 



a = 21.428 (10) A 
b = 9.458 (4) A 
c = 12.897 (6) A 
(3= 118.462 (5)° 

V= 2297.9 (18) A 3 
Z=4 



= 1.12 mm 
7=293 K 
Block, pink 



0.25 x 0.23 x 0.22 mm 
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Data collection 



Bruker P4 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

co scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
r min = 0.768, r max = 0.792 
8294 measured reflections 



2546 independent reflections 

2325 reflections with / > 2<r(7) 
R int = 0.028 

^max — 27.5 , 9 m i n — 3.9 

h = -27^27 

k = -12->7 
/= 16^16 



Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 2o(F 2 )] = 0.029 
wR(F 2 ) = 0.078 
S= 1.04 

2546 reflections 
159 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 

w = V[o 2 (F 2 ) + (0.0463P) 2 + 0.943P] 

where P = (F 0 2 + 2F 2 )/3 

(A/o) max = 0.001 

Apmax = 0.32 e A~ 3 
Ap mi „ = -0.34eA" 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted ic-factor wR and goodness of fit S are based on F 2 , convention- 
al ic-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > o(F 2 ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. R- factors based on F are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
x y z U[ so *IU e0i 



Znl 1.0000 0.52903 (2) 0.7500 0.02792(10) 

01 0.89786 (8) 0.40767 (17) 0.77262 (12) 0.0557 (4) 

02 0.91910 (6) 0.43004(14) 0.62292 (11) 0.0391 (3) 

03 0.80413 (7) 0.19659 (16) 0.73891 (11) 0.0514 (4) 
Nl 0.97095 (7) 0.69874(13) 0.82237 (11) 0.0301 (3) 
CI 0.88075 (8) 0.38949(16) 0.66788 (14) 0.0336 (3) 
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Atomic displacement parameters 
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Geometric parameters (A, °) 

Znl— 02 1.9647(12) C5 — H5A 0.9700 
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Symmetry codes: (i) -x+2, y, 


-z+3/2; (ii) -x+3/2, -y+112, -z+1. 
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